Adsorption of Amphiphilic Dimers at Surfaces.
Adsorption of amphiphilic dimers is analyzed in the framework of density functional Ono-Kondo theory. There are three configurations for dimers absorbed at a surface: one parallel to the surface and two perpendicular to the surface (AB and BA, with A or B touching the surface, respectively). Densities of molecules in each configuration are calculated from density functional theory and compared to Monte Carlo simulation data. There is good agreement between theory and simulations. It is shown that the parallel configuration is preferred over the perpendicular configuration, except when there are very strong asymmetries in intermolecular forces. In most cases, the parallel configuration is even preferred over the combination of the two perpendicular configurations. Copyright 2000 Academic Press.